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Crystal structure analysis of compound 10o
Further details of refinement:
The NH hydrogen atom was refined freely, the water H freely but with OH distance restraints. Methyls were refined as idealized rigid groups allowed to rotate but not tip;
other H were included using a riding model starting from calculated positions. The absolute structure was clearly established by the value of the Flack parameter, but the compound is achiral. Further detailed information about the molecular dimensions has been deposited in Cambridge, CCDC-1036693.
Packing diagram of compound 10o viewed along the a axis. Dashed lines indicate hydrogen bonds. Hydrogen atoms not involved in H bonds have been omitted for clarity. Note that the water molecules correspond closely to the classical hydrogen bonding pattern of two acceptor and two donor interactions, but one of the donors to water is a CH group. Falke et al. DYRK1A selective inhibitors: Supporting Information S3 Table S1 . Crystal data and structure refinement of 10o. 5, 118.7, 120.4, 123.0, 123.6, 124.9 (CH), 115.4, 116.1, 118.1, 128.6, 129.1, 134.2, 142.4, 155.2, 161 119.2, 120.3, 121.9, 123.6, 124.9, 126.5, 129.5, 129.9 (CH), 115.3, 116.2, 117.5, 128.6, 134.3, 134.6, 135.2, 140.2, 142.6, 159.7, 161.5 (C) 8, 124.3, 125.9, 128.5, 128.7, 144.4 (CH) , 104.4 (C(10)), 115.4, 128.6, 132.9, 134.4, 134.9, 142.3, 160.5 (C) 
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